Key indicators: single-crystal X-ray study; T = 105 K; mean (C-C) = 0.004 Å; R factor = 0.046; wR factor = 0.123; data-to-parameter ratio = 9.4.
The structure of the title compound [systematic name: (3S,6S)-3-(4-hydroxybenzyl)-6-(1H-indol-3-ylmethyl)piperazine-2,5-dione dimethylformamide solvate], C 20 H 19 N 3 O 3 ÁC 3 H 7 NO, contains hydrogen-bonded tapes typical for diketopiperazines. The structure is stabilized by strong intermolecular interactions of the types O-HÁ Á ÁO and N-HÁ Á ÁO involving the dipeptide and the solvent molecules. The absolute configuration was known from the starting materials. Table 1 Hydrogen-bond geometry (Å , ). formamide solution. In our laboratory we have previously observed similar cyclization reactions taking place for several other dipeptides including Asp-Ala (Görbitz, 1987) , Ile-Ile (Görbitz & Hartviksen, 2006) and Val-Leu (unpublished results).
Related literature
The crystal structure of (I) contains straight hydrogen-bonded tapes as seen in Fig. 2 The carbonyl O atom of the cocrystallized dimethylformamide (DMF) solvent molecule accepts a H atom from the Tyr hydroxyl group, but the DMF molecule is also involved in a number of weaker hydrogen bonds (Table 2 and Fig. 2 ). This is in line with previous findings that DMF molecules are often more heavily involved in intermolecular interactions than one traditionally would expect (Görbitz & Hersleth, 2000) .
From the 20 naturally occurring amino acids one can construct 210 different cyclic dipeptides (as opposed to 400 linear dipeptides). Single crystal structural studies have been presented for 20 of them, including four structures with Tyr or Trp residues: cyclo(Gly-Trp) (Morris et al., 1974) , cyclo(Trp-Trp) DMSO solvate (Grant et al., 1999) , cyclo(Leu-Tyr) hydrate (Suguna et al., 1984) , and cyclo(Ser-Tyr) hydrate (Lin & Webb, 1973) . From a conformational point of view these four peptides resemble (I) as well as each other, and all except cyclo(Trp-Trp) crystallize in the P2 1 space group. Nevertheless, each cyclic dipeptide has its own unique packing arrangement, also when all other compounds with a diketopiperazine moiety are considered.
Experimental
The corresponding linear peptide Tyr-Trp was obtained from Bachem. Crystals of the cyclic analogue resulting from ring closure were obtained by slow evaporation of a solution of Tyr-Trp in dimethylformamide.
Refinement
Positional parameters were refined for H atoms involved in short hydrogen bonds. Other H atoms were positioned with idealized geometry and fixed C-H distances for CH 3 , CH 2 , CH and aromatic CH type H-atoms at 0.98, 0.99, 1.00 and 0.95 Å, respectively; U iso values were 1.2U eq of the carrier atom or 1.5U eq for the OH and methyl groups. In the absence supplementary materials sup-2 of significant anomalous scattering effects, 2334 Friedel pairs were merged. The absolute configuration was known for the purchased material. Figures   Fig. 1 . : The molecular structure of (I). Displacement ellipsoids are shown at the 50% probability level. Refinement. Data were collected by measuring three sets of exposures with the detector set at 2θ = 29°, crystal-to-detector distance 5.00 cm. Refinement of F 2 against ALL reflections. 
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